Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.011 Å; R factor = 0.049; wR factor = 0.118; data-to-parameter ratio = 12.4.
In the title compound, {[Cd(C 9 H 5 BrO 4 )(C 10 H 8 N 2 )(H 2 O)]Á-H 2 O} n , the Cd II atom has a distorted octahedral coordination geometry. Two N atoms from two 4,4 0 -bipyridine (bipy) ligands occupy the axial positions, while the equatorial positions are furnished by three carboxylate O atoms from three 3-bromo-2-(carboxylatomethyl)benzoate (bcb) ligands and one O atom from a water molecule. The bipy and bcb ligands link the Cd II atoms into a three-dimensional network. O-HÁ Á ÁO hydrogen bonds and -interactions between the pyridine and benzene rings [centroid-centroid distance = 3.736 (4) Å ] are present in the crystal.
Related literature
For related structures, see: Liu et al. (2010) .
Experimental
Crystal data [Cd(C 9 H 5 BrO 4 ) (C 10 Table 1 Hydrogen-bond geometry (Å , ). In the title complex (Fig. 1) , the carboxylate group containing O1 and O2 is monocoordinated and the other carboxylate group containing O3 and O4 is bidentate and bridging. Therefore, the 3-bromo-2-(carboxymethyl)benzoate (bcb) ligand coordinates with three Cd atoms. The Cd atom is coordinated by three bcb ligands, forming a two-dimensional polymeric layer parallel to (1 1 0). Since each Cd atom is coordinated by three bcb ligands, from a topology viewpoint the Cd atom can be considered as a 3-connecting node and the center of benzene ring of the bcb ligand also acts as a 3-connecting node. In this way, the polymeric layer can be simplified to a 6 3 network (Fig. 2) . The 4,4′-bipyridine ligands act as bridges to connect the neighboring Cd atoms which come from different layers, forming a three-dimensional rigid porous network. This three-dimensional topology can be defined with Schläfli symbol (6 3 )(6 9 .8) (Fig. 3) .
A mixture of 3-bromo-2-(carboxymethyl)benzoic acid (0.1 mmol, 25.9 mg), 4,4′-bipyridine (0.1 mmol, 19.5 mg), Cd(NO 3 ) 2 .4H 2 O (0.1 mmol, 30.9 mg) and 8 ml water was sealed in a 23 ml Teflon-lined autoclave. The pH value of the mixture was adjusted to 7.0 with NaOH solution. The autoclave was kept at 393 K for 3 days. After the mixture was slowly cooled to room temperature, colorless crystals of the title compound were obtained.
Refinement
H atoms bonded to C atoms were positioned geometrically and refined as riding atoms, with C-H = 0.93 (aromatic) and 0.97 (CH 2 ) Å and with U iso (H) = 1.2U eq (C). Water H atoms were located in a difference Fourier map and refined as riding,
with O-H = 0.85 Å and with U iso (H) = 1.2(1.5 for O5)U eq (O).
Computing details
Data collection: APEX2 ( 
Figure 1
The aymmetric unit of the title compound, with 50% probability displacement ellipsoids. [Symmetry codes: (i) -1+x, y, z;
Figure 2
The two-dimensional polymeric layer in the ab plane, which can be simplified to a 6 3 network. Black balls denote the centroids of the benzene rings. Geometric parameters (Å, º) ii -Cd1-O1
iii
